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Key indicators: single-crystal X-ray study; T = 150 K; mean (C–C) = 0.009 A˚;
R factor = 0.047; wR factor = 0.099; data-to-parameter ratio = 12.7.
The title compound, [Fe(C5H5)(C18H15N2O)], a product of the
reaction of 2-ferrocenylbenzoic acid and 2-amino-6-methyl-
pyridine, crystallizes with two dissimilar molecules in the
asymmetric unit. In one molecule, the picoline amide group is
directed away from the 2-ferrocenylbenzene moiety (anti)
whereas in the other, these are proximate (syn). In the crystal
structure, molecules aggregate into dimers via cyclic, asym-
metric N—H  N interactions with graph set R22(8), and are
further augmented via intramolecular C—H  O C and
interdimer C—H  (arene) interactions. Dimers are linked
into chains along the [102] direction via weak C—H  O
hydrogen bonds.
Related literature
For background information and related structures, see:
Donnelly et al. (2008); Gallagher et al. (2008, 2009).
Experimental
Crystal data
[Fe(C5H5)(C18H15N2O)]
Mr = 396.26
Trigonal, R3c
a = 22.8234 (9) A˚
c = 36.9342 (15) A˚
V = 16661.7 (11) A˚3
Z = 36
Mo K radiation
 = 0.83 mm1
T = 150 K
0.30  0.25  0.20 mm
Data collection
Nonius KappaCCD diffractometer
Absorption correction: multi-scan
(SORTAV; Blessing, 1995)
Tmin = 0.788, Tmax = 0.851
16925 measured reﬂections
6243 independent reﬂections
4606 reﬂections with I > 2(I)
Rint = 0.085
Reﬁnement
R[F 2 > 2(F 2)] = 0.047
wR(F 2) = 0.099
S = 1.01
6243 reﬂections
490 parameters
1 restraint
H-atom parameters constrained
max = 0.34 e A˚
3
min = 0.32 e A˚3
Absolute structure: Flack (1983),
2941 Friedel pairs
Flack parameter: 0.016 (18)
Table 1
Hydrogen-bond geometry (A˚, ).
Cg1 and Cg2 are the centroids of the C31A–C36A, C31B–C36B rings,
respectively.
D—H  A D—H H  A D  A D—H  A
N1A—H1A  N6B 0.88 2.24 3.113 (5) 172
N1B—H1B  N6A 0.88 2.14 3.004 (5) 167
C3A—H3A  O1A 0.95 2.26 2.853 (7) 119
C3B—H3B  O1B 0.95 2.28 2.839 (7) 117
C7B—H7B2  O1Bi 0.98 2.60 3.050 (6) 108
C7A—H7A1  Cg1 0.98 2.78 3.688 (7) 154
C7B—H7B1  Cg2 0.98 3.68 3.490 (7) 140
Symmetry code: (i) y þ 13;xþ 23; zþ 16.
Data collection: KappaCCD Server Software (Nonius, 1997); cell
reﬁnement: DENZO-SMN (Otwinowski & Minor, 1997); data
reduction: DENZO-SMN; program(s) used to solve structure:
SHELXS97 (Sheldrick, 2008); program(s) used to reﬁne structure:
SHELXL97 (Sheldrick, 2008) and SORTX (McArdle, 1995); mole-
cular graphics: PLATON (Spek, 2009); software used to prepare
material for publication: SHELXL97 and PREP8 (Ferguson, 1998).
JFG thanks Dublin City University for grants in aid of
research and the PRTLI-3 program for funding of a post-
doctoral fellowship for SA.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: TK2637).
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